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The original article to which this erratum refers was published in Journal of Molecular Structure, vol. 1106 (2016) [1]. In the original
version of this article, Table 1 contained an error in column 10 (interatom distance averaging following the (r6)-algorithm, proton pairs
H9eH5 and H7eH9). Analogousmistypewas also present in Table 2 in Ref. [2] for distances H7eH9. Values present in Refs. [1,2] were far too
small, but they were presented only for the sake of comparison of different averaging methods and did not inﬂuence the ﬁnal conformer
distribution. The Table 1 is reproduced below with the error corrected.
Moreover, the original article [1] contained a minor analytical mistake that we have corrected below. The results and conclusions of our
work are not affected by these mistake. The authors apologize for the mistake. Equation (10) in Ref. [1]. and same equation (3) in Ref. [2]
should read:
reffi ¼
2
4 1
nInS
X
i
1
r3i
!2351=6:
We thank Dr Craig Butts (School of Chemistry, Bristol University)
for noticing this error.
DOI of original article: http://dx.doi.org/10.1016/j.molstruc.2015.10.055.
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